The title compound [systematic name: 3-hydroxylup-20(29)-en-28-oic acid methanol monosolvate], C 30 H 48 O 3 ÁCH 3 OH, is a solvent pseudopolymorph of a naturally occurring plantderived lupane-type pentacyclic triterpenoid, which was isolated from the traditional Chinese medicinal plant Syzygium jambos (L.) Alston. The dihedral angle between the planes of the carboxylic acid group and the olefinic group is 12.17 (18) . The A/B, B/C, C/D and D/E ring junctions are all trans-fused. In the crystal, O-HÁ Á ÁO hydrogen bonds involving the hydroxy and carboxylic acid groups and the methanol solvent molecule give rise to a two-dimensional network structure lying parallel to (001).
Related literature
For general background to the synthesis, extraction and pharmceutical activities of the title compound, see: Kashiwada et al. (1996) ; Fulda et al. Table 1 Hydrogen-bond geometry (Å , ) . et al., 1996) , anti-HSV-1 (Heidary et al., 2014 ), anti-tumor (Fulda et al., 1999 , anti-platelet-aggregation (Babalola et al., 2013) and anti-cancer activities (Safe et al., 2012) , together with anti-inflammatory (Yadav & Gupta, 2014) , and antimalarial activities (Wang et al., 2014) . In the crystal, an intermolecular hydroxy O1-H···O2 i carboxyl hydrogen bond (Table 1) links the betulinic acid molecules into a zig-zag chain which extends along b. The methanol solvent molecule is linked to the parent molecule by a carboxylic acid O3-H···O4 methanol hydrogen bond while the methanol molecule extends the structure through an O4-H···O1 ii interaction, giving a two-dimensional network structure lying parallel to (001). The absolute configuration determined for betulinic acid (Wang et al., 2014) was invoked, giving the assignments C3(S),C5(R),C8(R),C9(R), C10(R), C13(R),C14(R),C17(S),C18(R), C19(R) for the 10 chiral centres in the molecule (using the arbitrary atom numbering scheme employed in Fig.1 .
S2. Experimental
The title compound was isolated from the herbs of the traditional Chinese medicine Syzygium jambos (L.) Alston. The herbs of Syzygium jambos (L.) Alston (5 kg) was extracted with 95% ethanol at room temperature and the extracted solution was concentrated by rotary evaporator. The crude extract was suspended in distilled water and partitioned with petroleum ether, ethyl acetate and n-butanol. The title compound (50 mg) was isolated from the petroleum ether fraction through silica gel column chromatography and crystals were obtained after slow evaporation of a saturated methanol supporting information sup-2 Acta Cryst. (2014). E70, o1242-o1243 solution at room temperature.
S3. Refinement
All H atoms were positioned geometrically and were included in the refinement in the riding-model approximation, with C-H = 0.96 Å (CH 3 ) and U iso (H) = 1.5U eq (C); 0.97 Å (CH 2 ) and U iso (H) = 1.2U eq (C); 0.93 Å (aryl H) and U iso (H)= 1.2U eq (C); O-H = 0.82 Å and U iso (H) = 1.5U eq (O). The configuration of the 10 chiral centres in the betulinic acid [C3(S),C5(R),C8(R),C9(R), C10(R), C13(R),C14(R),C17(S),C18(R), C19(R)] was invoked, giving a Flack parameter of 0.3 (3) for 1624 Friedel pairs (Flack, 1983) for the arbitrary atom numbering scheme used in this article.
Figure 1
The molecular structure of the title compound showing 50% probability displacement ellipsoids and the atom-numbering scheme.
3β-Hydroxylup-20 (29)-en-28-oic acid methanol monosolvate
Crystal data Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
